Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.034; wR factor = 0.055; data-to-parameter ratio = 9.6.
The title compound, C 20 H 18 O 6 , has been synthesized from 4-methoxyphenyl 3-O-benzoyloxy--l-rhamnopyranoside by oxidation on treatment with pyridinium dichromate in the presence of acetic anhydride. In the molecule, the pyran ring adopts an envelope conformation with the O atom at the flap position. Weak intermolecular C-HÁ Á ÁO hydrogen bonding is present in the crystal structure.
Related literature
For general background to enolone derivatives, see: Schmidt et al. (1954) ; Hodges et al. (1963) ; Bevan et al. (1963) ; Ripperger & Seifert (1975) ; Yan et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code:
Data collection: RAPID-AUTO (Rigaku, 2001 ); cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
2-(4-Methoxyphenoxy)-6-methyl-3-oxo-3,6-dihydro-2H-pyran-4-yl benzoate S. Yan, X. Liang, J. Zhang and D. Wang
Comment
The enolone structural unit is often present in nature products, such as brevifolic acid, a constituent of the ellagitannins (Schmidt et al., 1954) , meliacinslike cedrelone and anthothecol (Hodges et al., 1963; Bevan et al., 1963) or triterpenoids of the elaterin type, which are widely distributed in cucurbitaceous and cruciferous plants (Ripperger & Seifert, 1975) . In a continuation of our search for alcohol oxidation (Yan et al., 2008) , herein we present the crystal structure of the title compound, which was produced by oxidation with PDC and acetic anhydride.
In the molecule of the title compound ( Fig. 1) , the pyran ring conformation can be described as an envelope, with C1/ C2/C3/C4/C5 lying almost on the same plane and O1 deviating from this mean plane. The terminal benzene rings of the molecule are nearly perpendicular to each other with a dihedral angle of 83.6 (1)°. The weak intermolecular C-H···O hydrogen bonding presents in the crystal structure (Table 1) .
Experimental
A mixture of 4-methoxyphenyl 3-O-benzoyloxy-a-L-rhamnopyranoside (3.74 g, 10 mmol), pyridinium dichromate (4.60 g, 12 mmol), and acetic anhydride (5.68 ml, 60 mmol) in CH 2 Cl 2 (40 ml) was stirred at reflux for 8 h, at the end of which time TLC (4:1 petroleumether-EtOAc) indicated that the reaction was complete. After direct concentration of the reaction mixture, the dark brown residue was diluted with EtOAc (60 ml) and the solution was passed through a short (5-10 cm) silica-gel column. The column was eluted with EtOAc and the eluents were concentrated and coevaporated with toluene. The residue was subjected to silica-gel column chromatography again (4:1 petroleum ether-EtOAc) to give the title compound (2.48 g, 70%). Single crystals suitable for X-ray measurements were obtained by recrystallization from 8:1 petroleumether-EtOAc at room temperature.
Refinement
H atoms were positioned geometrically, with C-H = 0.95 Å, 0.98 Å and 1.00 Å for aromatic, methyl and methine H, respectively, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x= 1.5 for methyl H and x = 1.2 for other H. The absolute structure was not determined for this structure, Friedel pairs were merged. Figures   Fig. 1 . The molecular structure of the title compound, showing the atomic labelling and displacement ellipsoids drawn at the 50% probability level. 
